
	

	 1 

Supplementary Information 
 
 
 
Structure of native lens connexin-46/50 intercellular channels 
by CryoEM 
 
 
 
Authors: Janette B. Myers1,†, Bassam G. Haddad1,†, Susan E. O’Neill1, Dror S. Chorev3, Craig 
C. Yoshioka2, Carol V. Robinson3, Daniel M. Zuckerman2 and Steve L. Reichow1,* 
 
 
 
 
 
Affiliations: 
1 Department of Chemistry, Portland State University, Portland OR 97201, U.S.A. 
 
2 Department of Biomedical Engineering, Oregon Health and Sciences University, Portland OR 

97239, U.S.A. 
 
3 Physical and Theoretical Chemistry Laboratory, University of Oxford, Oxford OX1 3QZ, U.K. 
 
 
 
 
 
 
 
†Indicates equal contribution 
 
*Correspondence: reichow@pdx.edu (S.L.R.)  



	

	 2 

Supplementary Tables 
 
 
Supplementary Table 1 
 
Summary of molecular dynamics simulation setup and conditions for Cx50, Cx46, Cx26 
and Cx46/50 heteromeric/heterotypic models.  

 
 
Asterisk indicates models that included modification by n-terminal acetylation. Connexin-26 

models were derived from PDB 2ZW310.  

(* n-terminal acetylation)

Connexin-50 Connexin-50* Connexin-46 Connexin-46* Connexin-26 Connexin-26*

Total Atoms 364,952 363,722 360,190 355,524 368,756 367,346
Solvent 196,248 194,928 191,346 191,310 194,856 193,548
Lipids 133,866 133,866 133,732 129,042 133,464 133,330
Protein 34,440 34,488 34,716 34,764 39,972 40,020
Ions 398 440 396 408 464 448

Modelled Residues 2-97; 154-234 2-97; 154-234 2-97; 142-222 2-97; 142-222 1-109; 125-217 1-109; 125-217

Simulation Conditions
Simulation Box (Å) 152 x 152 x 176 152 x 152 x 176 152 x 152 x 176 152 x 152 x 176 155 x 155 x 176 155 x 155 x 176
Pressure (atm) 1 1 1 1 1 1
Temperature (K) 310 310 310 310 310 310
Time Step (fs) 1 2 1 2 2 2
Equilibration Time (ns) 30 30 30 30 30 30
Production Time (ns) 100 70 70 50 50 70
seed # (10ns/seed) 2 6 2 5 3 4
Total Time (ns) 150 160 120 130 110 140

Connexin-46*/50* Models Heterotypic Heteromeric (I) Heteromeric (II)

Total Atoms 363,884 361,412 361,412
Solvent 194,964 192,498 192,498
Lipids 133,866 133,866 133,866
Protein 34,626 34,626 34,626
Ions 428 422 422

2-97; 154-234 2-97; 154-234 2-97; 154-234
Cx46: 2-97; 142-222 2-97; 142-222 2-97; 142-222

Point Group Symmetry C6 C3 D3

Simulation Conditions
Simulation Box (Å) 152 x 152 x 176 152 x 152 x 176 152 x 152 x 176
Pressure (atm) 1 1 1
Temperature (K) 310 310 310
Time Step (fs) 2 2 2
Equilibration Time (ns) 30 30 30
Production Time (ns) 80 70 70
seed # 16 4 4
Total Time (ns) 270 140 140

Modelled Residues     Cx50:
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Supplementary Table 2 
 
Local resolution assessment of a calculated map based on the Cx46 atomic model 
versus the 3.4 Å resolution CryoEM density map.  

 
 
Values indicated by each residue correspond to the range of resolutions (Å) reported for amino 

acid sidechain densities using BlocRes70. Secondary structure and domain labels are indicated 

for the n-terminal helix (NTH), transmembrane helices (TM1-4) and extracellular domains (EC1-

2) intracellular loop (ICL) and C-terminal domain (CTD).  
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Supplementary Table 3 
 
Local resolution assessment of a calculated map based on the Cx50 atomic model 
versus the 3.4 Å resolution CryoEM density map.  

 
 
Values indicate by each residue correspond to the range of resolutions (Å) reported for amino 

acid sidechain densities using BlocRes70. Secondary structure and domain labels are indicated 

for the n-terminal helix (NTH), transmembrane helices (TM1-4) and extracellular domains (EC1-

2) intracellular loop (ICL) and C-terminal domain (CTD). 


